4 non-equivalent initial adsorption sites for H2O, CO2 and CO molecules on ZrO2 (111) (top view). Colour key:
red and grey spheres correspond to oxygen and Zr, respectively. Figure S4 . 2 non-equivalent initial adsorption sites for H2O, CO2 and CO molecules on Ni/YSZ (111) (top view): at the triple phase boundary (TPB) and on top of the Zr (T1) and oxygen (T2) which are the most favourable adsorption sites for H2O and CO2, and CO molecules on the clean YSZ (111) surface, respectively. Colour key: red, grey, cyan and blue spheres correspond to oxygen, Zr, Y and Ni respectively. The oxygen vacancy is represented by the yellow sphere. 
